The title sydnone derivative [systematic name: 2-bromo-1-(5oxido-3-phenyl-1,2,3-oxadiazolium-4-yl)-3-phenylprop-2-en-1-one], C 17 H 11 BrN 2 O 3 , exists in a Z configuration with respect to the acyclic C C bond. An intramolecular C-HÁ Á ÁBr hydrogen bond generates a six-membered ring, producing an S(6) ring motif. The 1,2,3-oxadiazole ring in the sydnone unit is essentially planar [maximum deviation = 0.011 (2) Å ] and forms dihedral angles of 55.39 (13) and 57.12 (12) with the two benzene rings. In the crystal structure, intermolecular C-HÁ Á ÁO hydrogen bonds link molecules into two-moleculethick arrays parallel to the bc plane. The crystal structure also features a short intermolecular NÁ Á ÁC contacts [3.030 (3) Å ] as well as C-HÁ Á Á andinteractions [centroid-centroid distances = 3.3798 (11) and 3.2403 (12) Å ].
Related literature
For general background to and applications of sydnone derivatives, see: Baker et al. (1949) ; Hedge et al. (2008) ; Rai et al. (2008) . For related structures, see: Baker & Ollis (1957) ; Goh et al. (2010) ; Grossie et al. (2009) . For graph-set descriptions of hydrogen-bond ring motifs, see: Bernstein et al. (1995) . For the stability of the temperature controller used for the data collection, see: Cosier & Glazer (1986 
Data collection
Bruker SMART APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2009 ) T min = 0.435, T max = 0.658 18185 measured reflections 4816 independent reflections 3232 reflections with I > 2(I) R int = 0.030 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.103 S = 1.02 4816 reflections 252 parameters All H-atom parameters refined Á max = 0.64 e Å À3 Á min = À0.83 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C12-C17 benzene ring. (2) Symmetry codes: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; Ày þ 2; Àz þ 1; (iii) Àx þ 2; y À 1 2 ; Àz þ 3 2 .
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). duction of the concept of mesoionic structure for certain heterocyclic compounds in 1949 has proved to be fruitful development in heterocyclic chemistry (Baker et al., 1949) . The study of sydnones still remains a field of interest because of their electronic structure and also because of the various types of biological activities displayed by some of them. Interest in sydnone derivatives has also been encouraged by the discovery that they exhibit various pharmacological activities (Hedge et al., 2008; Rai et al., 2008) . Chalcone derivatives were obtained by the base catalyzed condensation of 4-acetyl-3-aryl sydnones with aromatic aldehydes in aqueous alcoholic medium at 273-278 K. Bromination of chalcones with bromine in glacial acetic acid afforded dibromo chalcones. The dibromochalcones obtained were subjected to dehydrobromination in presence of triethylamine in dry benzene medium to get 2-bromopropenones.
The title sydnone derivative ( Fig. 1 ) exists in a Z configuration with respect to the acyclic C10═C11 bond [C10═C11 = 1.335 (3) Å; torsion angle of C9-C10-C11-C12 = 179.9 (2)°]. An intramolecular C17-H17A···Br1 hydrogen bond (Table 1) generates a six-membered ring, producing an S(6) ring motif (Bernstein et al., 1995) . The 1,2,3-oxadiazole ring (N1/N2/O1/C7/C8) is essentially planar, with the maximum deviation of -0.011 (2) Å at atom N2. The C1-C6 and C12-C17 benzene rings incline at dihedral angles of 55.39 (13) and 57.12 (12)°, respectively, to the 1,2,3-oxadiazole ring. As reported previously (Goh et al., 2010; Grossie et al., 2009) , the exocyclic C7-O2 bond length of 1.193 (3) Å does not support the formulation of Baker & Ollis (1957) , which reported the delocalization of a positive charge in the ring, and a negative charge in the exocyclic oxygen. The bond lengths are comparable to those observed in closely related sydnone structures (Goh et al., 2010; Grossie et al., 2009 ).
In the crystal structure, intermolecular C2-H2A···O3, C3-H3A···O3 and C5-H5A···O2 hydrogen bonds (Table 1) link molecules into two-molecule-thick arrays parallel to the bc plane ( Fig. 2 ). An interesting feature of the crystal structure is the presence of a short N2···C7 interaction [N2···C7 = 3.030 (3) Å; symmetry code: -x+1, -y+1, -z+1] which is shorter than the sum of the van der Waals radii of the relevant atoms. The crystal structure is further stabilized by weak C14-H14A···Cg1 (Table 1) as well as aromatic Cg2···Cg2 stacking interactions [Cg2···Cg2 ii = 3.3798 (11) Å and Cg2···Cg2 iii = 3.2403 (12) Å;
(ii) -x+1, -y+2, -z+1 and (iii) -x+1, -y+1, -z+1 where Cg1 and Cg2 are the centroids of C12-C17 benzene and 1,2,3-oxadiazole rings, respectively].
Experimental
To a stirred suspension of 2,3-dibromo-1-(3'-phenylsydnon-4'-yl)-3-phenyl-propan-1-one (0.01 mol) in benzene was added a solution of triethylamine (0.04 mol) in dry benzene (20 ml) at room temperature. The reaction mixture was stirred at room temperature for 24 h. After removing the separated triethylamine hydrobromide, the filtrate was concentrated under reduced pressure to give 2-bromo propenone which was purified by recrystallization from ethanol. Single crystals suitable for X-ray analysis were obtained from a 1:2 mixture of DMF and ethanol by slow evaporation. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.90010 (2) 0.71291 (5) (6) 0.0337 (7) −0.0005 (6) O2 0.0507 (9) 0.0494 (9) 0.0344 (7) 0.0007 (7) 0.0265 (7) 0.0009 (6) 0.0411 (10) 0.0282 (9) 0.0401 (10) −0.0015 (7) 0.0285 (9) 0.0002 (8) C8 0.0350 (9) 0.0327 (9) 0.0340 (9) 0.0010 (7) 0.0230 (8) 0.0024 (7) 
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the C12-C17 benzene ring. 
